The gure shows the asymmetric unit of the title structure. Tables 1-3 
Atom Site x y z U iso H( ) i . . − . . H( A) i − . . − . . H( B) i − . . . . H( C) i − . . − . . H( ) i − . . . . H( ) i . . . . H( A) i . . . . H( B) i . . . . H( C) i . . . . H( A) i . . . . H( B) i . . . . H( C) i . . . .
Source of material
A solution of ethyl 1,5-dimethyl-1H-pyrazole-3-carboxylate (12 mmol) in THF (25 mL) was added to a suspension of sodium (22 mmol) in THF (50 mL), and then acetone (1.2 g; 20.6 mmol) was added at 273 K. The resulting mixture was stirred at 273 K for 48 h and the formed residue was ltered, washed with THF, and neutralized with acetic acid to pH 5 after being dissolved in water. The organic layer was extracted with CH 2 Cl 2 , dried and concentrated in vacuum. The resulting mixture was chromatographed on silica using CH 2 Cl 2 as eluant to give the target product. Crystals suitable for Xray di raction analysis were obtained by slow evaporated of methanol from the mixture; yield: 37%; M.p. 356-357 K. 
Atom Site
x y z U U U U U U O( ) i . ( ) . ( ) − . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) O( ) i . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) N( ) i . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) N( ) i .( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) .( ) C( ) i − . ( ) . ( ) − . ( ) . ( ) . ( ) . ( ) . ( ) − . ( ) . ( ) C( ) i − .( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) .( ) C( ) i .( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) .( ) C( ) i .( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) .( ) C( ) i .( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) .( ) C( ) i .( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) .( ) C( ) i . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) − . ( ) . ( ) C( ) i . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) − . ( ) . ( ) C( ) i . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( )
Experimental details
The hydroxyl H atom and H atoms bonded to C atoms were positioned geometrically and were re ned using a riding model with U iso (H) = 1.5Ueq(O) for hydroxyl and U iso (H) = 1.2Ueq(C) for the others.
Discussion
A new generation of highly promising inhibitors bearing β-keto-enol functionality has emerged. Their versatile utility in medicinal chemistry is rmly established including anti-HIV [1, 2] , antitumor [3] [4] [5] , anti-in uenza [6] , antioxidant [7] , and anti-in ammatory [8] activities. In this study we coupled ethyl pyrazole carboxylate with acetone to produce the title compound in acceptable yield. The crystal structure is quite interesting and displays the formation of an intramolecular OH-O hydrogen bond (see the gure). The structure leads to two independent N1, O2 and O1, O2-bidentate units having two di erent geometries with a very attractive evidence for even semicombination probably existing between them, leading to a bis-bidentate N1, O2, O1-unit. However, both are held together by means of intra-electrostatic forces and van der Waals interactions. The oxygen atoms O1, O2 are separated by a distance of 2.538 Å. This distance is always found in the case of antibacterial pharmacophore site. Hence, this compound constitutes a promising anti-HIV agent. The whole molecule is almost planar, with an rms deviation of 0.002 Å for all non-hydrogen atoms. In the crystal, π-π stacking interactions [centroid-centroid distance = 3.5901(12) Å] between the pyrazole rings stabilize the molecular packing.
